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'H and '3C Spectra of 3a
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HRMS of 3a

-

BRUKER MAXIS HRMS REPORT
SCHOOL OF CHEMISTRY

.
Analysis Info Acquisition Date  10/5/2012 10:14:14 AM
Analysis Name D:\Data\2012\Dr.R.Nagarajan\OCT\SRM-500.d
Method tune_low.m [ Operator UOH
Sample Name SRM-500-DCM-MEOH Instrument maXis 10138
Comment ~
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
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'H Spectrum of 3b
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HRMS of 3b

BRUKER MAXIS HRMS REPORT
SCHOOL OF CHEMISTRY

Analysis Info Acquisition Date  10/5/2012 10:47:10 AM
Analysis Name D:\Data\zm2\Dr.R.Nagarajan\OCT\SRM-ﬁO?.d

Method tune_low_Pos.m Operator UOH

Sample Name SRM-507DCM-MEOH } Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi

Focus Not active Set Capillary 3800V Set Dry Heater 180 *C

Scan Begin 50 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 lfmin
Scan End 2000 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2min
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'H Spectrum of 3c and 3¢’
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HRMS of 3¢ and 3¢’

Analysis Info
Analysis Name

BRUKER MAXIS HRMS REPORT

D:\Data\2012\Dr.R.Nagarajan\OCT\SRM-508R.d
[

SCHOOL OF CHEMISTRY

Acquisition Date  10/5/2012 10:32:15 AM

Method tune_low_Pos.m Operator UOH
Sample Name SRM-508-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 Vmin
Scan End 2000 mJz Set Collision Cell RF 350.0 Vpp Set Divert Vaive Waste
Intens. +MS, 0.1-0.7min #(6-40)
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'H and '3C Spectra of 3d
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HRMS of 3d

-
Analysis Info Acquisition Date  9/17/2012 12:08:02 PM
Analysis Name D:\Data\2012\Dr.R.Nagarajan\SEPT\SRM-306.d
Method tune_low.m ¥ Operator UOH
Sample Name SRM-306-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 vV Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Vaive Waste
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'H and '3C Spectra of 3e
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HRMS of 3e

BRUKER MAXIS HRMS REPORT

Analysis Info Acquisition Date  9/17/2012 12:28:24 PM
Analysis Name  D:\Data\2012\Dr.R.Nagarajan\SEPT\SRM-521.d
Method tune_low.m Operator UOH
Sample Name SRM-521-CM-MEOH # Instrument makXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary * 3500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 U/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. . +MS, 0.2min #10|
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'H and '3C Spectra of 3f and 3f'
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HRMS of 3f and 3ff

-
Analysis Info =  Acquisition Date 10/3/2012 3:52:13 PM
Analysis Name  D:\Data\2012\Dr.R.Nagarajan\OCT\SRM-SKG-60.d
Method tune_low_Pos.m Operator UOH
Sample Name SRM-SKG-60-DCM-MEOH Instrument maxXis 10138
Comment
Equisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 2000 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3-0.7min #(15-43)
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'H and '3C Spectra of 3g
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HRMS of 3g

-

BRUKER MAXIS HRMS REPORT
SCHOOL OF CHEMISTRY

*

Analysis Info Acquisition Date  10/5/2012 11:03:45 AM
Analysis Name D:\Data\2012\Dr.R.Nagarajan\OCT\SRM-SKG-62.d

Method tune_low_Pos.m ] Operator UOH

Sample Name SRM-SKG-62-DCM-MEOH Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity* Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3200 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Vmin
Scan End 2000 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7min #42|
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'H and '3C Spectra of 3h
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HRMS of 3h

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad _

Analysis Info Acquisition Date  4/18/2013 3:43:34 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\APR\SRM-639.d

Method tune_low.m ' Operator Ramu Sridhar
Sample Name  SRM-639-DCM-MEOH Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Palarity' Pasitive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Platg Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.7min #39)
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'H and '3C Spectra of 3i
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HRMS of 3i

Analysis Info

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Name  D:\Data\201 3\Dr.NAGARAJANAPR\SRM-640.d

Acquisition Date  4/18/2013 3:35:32 PM

Method tune_low.m ) Operator Ramu Sridhar
Sample Name  SRM-640-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity « Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 vV Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. ; +MS, 0.3-0.4min #(19-25),
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'H and 3¢ Spectra of 3j and 3j’
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HRMS of 3j and 3j'

a

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad,

Analysis Info Acquisition Date  4/18/2013 11:17:14 AM
Analysis Name D:\Data\2013\Dr.NAGARAJﬁN\APR\SRM-642.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name SRM-642-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter .
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. 7 +MS, 0.2-0.5min #(12-30)|
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'H and '3C Spectra of 3k
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HRMS of 3k

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  4/22/2013 3:07:08 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\APR\SRM-641R.d
Method tune_low.m i Operator Ramu Sridhar
Sample Name SRM-641R--DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity « Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 Umin
Scan End 1800 m/z Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. : +MS, 0.2-0.6min #{14-37)|
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'H and “*C spectra of compounds 3l
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HRMS of 3l
School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/15/2013 3:09:36 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJANWJULY\SRM-694.d
Method tune_low_Pos.m QOperator Ramu Sridhar
Sample Name SRM-694-DCM-MECH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset ~ -500 V Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4-0.5min #(22-28)
x108 |
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2,
1_
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'H and “3C spectra of compounds 3m and 3m’
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HRMS of 3m and 3m’

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/16/2013 3:06:05 PM
Analysis Name D:\Data\2013\Dr.NAGARAJANVJULY\SRM-696R1.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SRM-696R-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 15600 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens +MS, 0.7min #43|
x108
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'H and “*C spectra of compounds 3n and 3n’
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HRMS of 3n and 3n’

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  3/28/2013 11:44:23 AM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\MARCH\SRM644 .d
Method tune_low_Pos-R2.m Operator Rajesh Vashisth
Sample Name  SRM-644-dcm-meoh Instrument maXis 10138
Comment
;Aﬁcicrlrl;lisrition Paranﬁefer
Saurce Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 2580 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4-0.8min #(25-45),
x108]
348.1499
2.0
1.5
1.0
0.57
0.0+— ——————T T Pl + — et
300 310 320 330 340 350 360 370 380 miz
Bruker Compass DataAnalysis 4.0 printed:  3/28/2013 11:50:35 AM Page 1 of 1




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2013

'H and “3C spectra of compound 30’
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HRMS of 30’

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/15/2013 3:39:21 PM
Analysis Name  D:\Data\201 3\Dr.NAGARAJANVJULY\SRM-691.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SRM-691-DCM-MECH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4-0.7min #(22-40),
x1051
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'H and “*C spectra of compounds 3p and 3p’
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HRMS of 3p and 3p’

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  3/28/2013 11:54:19 AM
Analysis Name  D:\Data\2013\Dr.NAGARAJAN\MARCH\SRM647.d
Method tune_low_Pos-R2.m Operator Rajesh Vashisth
Sample Name  SRM-647-dcm-meoh Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Paositive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 2580 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7min #41
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'H and “3C spectra of compounds 3q

LEOT—

8y1°S
1099
veEL'9
1189
8€8°9
0L6'9
9869
SETL
vsTL
L9TL

—_—

ppm

0.5

1.5 1.0

L

4.0 35 3.0

4.5

5.0
=

6.0 55
2 (

)
=3

o~
)
=3

6.5

<
';‘
(o]

o
o~

7.0

.

|

ek

7.5

J
[

en

s

e

[T~
Z =N
3q

LA

mie—

Ly 8y—

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2013

ppm

60 50 40 30 20 10

70

160 150 140 130 120 110 100 90 80

170

N TN




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

HRMS of 3q

Analysis Info

Analysis Name

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Acquisition Date

D:\Data\2013\Dr.NAGARAJAN\MARCH\SRM649.d

3/28/2013 12:03.04 PM

Method tune_low_Pos-R2.m Operator Rajesh Vashisth
Sample Name SRM-649dcm-meoch Instrument maXis 10138
Comment
Acquisition Parameter
Source Type lon Polarity Positive Set Nebulizer 4.4 psi
Focus Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin Set End Plate Offset ~ -500 V Set Dry Gas 4.0 limin
Scan End Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.9min #55|
x106]
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HRMS of 3r and 3r'

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  7/15/2013 3:49:17 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJANMJULY\SRM-695.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SRM-695-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500v Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3min #4]
x104
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1H and 3¢ Spectra of 5a
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HRMS of 5a
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BRUKER MAXIS HRMS REPORT
SCHOOL OF CHEMISTRY

-

Analysis Info Acquisition Date  10/11/2012 10:23:51 AM
Analysis Name D:\Data\2012\Dr.R.Nagarajan\OCT\SRM-307.d

Method tune_low_Pos.m ] Operator UOH

Sample Name SRM-307-DCM-MEOH Instrument maxXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 2000 m/z Set Qollision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4-1.0min #(25-61)
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'H and '3C Spectra of 5b
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HRMS of 5b
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Display Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\2013\Dr. NAGARAJAN\JAN\SRM-SKG-67R.d

1/7/2013 4:40:01 PM

Method tune_low.m Operator Rajesh Vashisth
Sample Name SRM-SKG-67-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter ¢
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #24)
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'H and '3C Spectra of 5¢ and 5¢'
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HRMS of 5¢ and 5cc

-

Display Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\2013\Dr. NAGARAJAN\JAN\SRM-SKG-67R.d

1/7/2013 4:40:01 PM

Method tune_low.m Operator Rajesh Vashisth
Sample Name SRM-SKG-67-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter ¢
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #24)
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'H and '3C Spectra of 7a
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HRMS of 7a
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Display Report
Analysis Info Acquisition Date  11/6/2012 4:25:51 PM
Analysis Name  D:\Data\2012\Dr.R.Nagarajan\NOV\SKG-130.d
Method tune_low_Pos.m Operator Rajesh Vashisth
Sample Name SKG-130-DCM-MEOH Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon P%Iarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3200V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Umin
Scan End 2000 m/z Set Collision Cell RF 350.0 Vpp Set Divert Vaive Waste
Intens. +MS, 0.2min #11
x104. )
3.0 !
340.1119

2.5

2.0

1.5

1.04

0.5

341.1145
342.1105
" 1 n
33 337 338 339 340 341 342 343 344 3a5miz

Bruker Compass DataAnalysis 4.0 printed: 11/6/2012 4:33:43 PM Page 1 of 1




'H and 3¢ Spectra of 7b
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HRMS of 7b
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Display Report
Analysis Info Acquisition Date  1/7/2013 4:58:41 PM
Analysis Name  D:\Data\2013\Dr.NAGARAJANWAN\SRM-SKG-149.d
Method tuné_low.m Operator Rajesh Vashisth
Sample Name SRM-SKG-149-DCM-MEOH : Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI loﬂ Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
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'H and '3C Spectra of 7c and 7¢'
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HRMS of 7¢c and 7¢'

Display Report
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Method tune_low.m Operator Rajesh Vashisth
Sample Name  SRM-SKG-140-DCM-MEOH = Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 vV Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
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